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Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.980, T max = 0.985 9991 measured reflections 2549 independent reflections 1489 reflections with I > 2(I) R int = 0.094 Refinement R[F 2 > 2(F 2 )] = 0.078 wR(F 2 ) = 0.151 S = 1.03 2549 reflections 211 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.20 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 1998); cell refinement: SAINT (Bruker, 1998); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. supplementary materials Acta Cryst. (2012) . E68, o696 [doi:10.1107/S1600536812005466]
(E)-3-Nitro-N′-(3-nitrobenzylidene)benzohydrazide
Xiao-Yan Li
Comment
In recent years, hydrazone compounds have attracted much attention due to their syntheses and crystal structures (Hashemian et al., 2011; Lei, 2011; Shalash et al., 2010) . As a continuation of our work on such compounds (Li, 2011a,b) , the author reports herein on the crystal structure of the new title hydrazone compound.
The title compound ( Fig. 1 ) exists in a trans configuration with respect to the methylidene unit. The dihedral angle between the C1-C6 and C9-C14 benzene rings of the molecule is 9.8 (2)°. The N1/O1/O2 and N4/O4/O5 nitro groups are tilted by 11.0 (2) and 15.5 (2)° with respect to the attached benzene rings. In the crystal, molecules are linked through N-H···O hydrogen bonds (Table 1) to form chains along the c axis ( Fig. 2) .
Experimental
A mixture of 3-nitrobenzaldehyde (0.151 g, 1 mmol) and 3-nitrobenzohydrazide (0.181 g, 1 mmol) in 30 ml of ethanol containing few drops of acetic acid was refluxed for about 1 h. On cooling to room temperature, a solid precipitate was formed. The solid was filtered and then recrystallized from methanol. Yellow crystals, suitable for X-ray diffraction analysis, were obtained by slow evaporation of the solvent.
Refinement
The amino H atom was located from a difference Fourier map and refined isotropically with the N-H distance restrained to 0.90 (1) Å. The remaining H-atoms were positioned geometrically and refined using a riding model, with C-H = 0.93 Å, and with U iso (H) set to 1.2U eq (C).
Computing details
Data collection: SMART (Bruker, 1998); cell refinement: SAINT (Bruker, 1998); data reduction: SAINT (Bruker, 1998); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication:
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Figure 1
The molecular structure of the title compound, showing displacement ellipsoids drawn at the 30% probability level.
Figure 2
Molecular packing diagram of the title compound, viewed along the b axis. Hydrogen bonds are indicated by dashed lines. The C-bound H-atoms have been omitted for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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